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SMILES (RDKit Mol) (Murcko) N*  Welsch List False Positives (Rishton) False Positives (Hann) H Information KL Divergence Neural Network Score (average) GPCR Enzyme Kinase P i Nuclear Catalytic lon Channel Transporter Protein Unidentified Target

c1ccc2neccc2c 285 Yes 7% 0% 2.75 0.57 0.37 0.37 15% 25% 15% 19% 9% 0% 8% 1% 7% 0%
c1cec(Ce2cceec2)cct 545 No 4% 0% 2.54 0.78 0.47 0.45 34% 22% 3% 2% 20% 1% 3% 1% 3% 1%
c1ccc(Oc2ceece2)cet 1184 No 3% 1% 2.46 0.86 0.87 0.41 21% 19% 0% 17% 21% 0% 1% 18% 2% 0%
c1cec(CNec2cceec2)cet 245 No 1% 18% 2.39 0.93 1.40 0.15 10% 23% 0% 1% 39% 6% 1% 16% 4% 1%
c1cee(COc2cccec2)cct 828 No 6% 0% 2.38 0.94 0.66 0.42 23% 35% 0% 1% 9% 0% 0% 19% 2% 1%
c1c2cceec2[nH]c1-c1ccecct 384 Yes 4% 0% 222 1.10 1.1 0.31 35% 4% 7% 10% 3% 2% 2% 0% 36% 0%
c1cec(-c2cccec2)cet 1561 Yes 8% 0% 2.21 1.11 0.78 0.14 14% 25% 4% 44% 7% 1% 1% 1% 3% 0%
0O=C(Nc1cccect)ciceecet 303 No 7% 0% 218 1.14 0.49 0.08 18% 51% 5% 12% 2% 2% 8% 0% 2% 0%
clccc2cecce2et 750 No 6% 0% 217 1.15 0.43 0.29 34% 30% 1% 24% 1% 0% 2% 3% 2% 3%
c1en(Cec2cceec2)c2ccece12 445 Yes 5% 0% 2.16 1.16 0.96 0.20 19% 41% 0% 2% 10% 0% 0% 23% 4% 0%
clcec(-c2cccen2)cct 133 No 1% 0% 215 117 0.73 0.27 M% 13% 1% 5% 0% 1% 28% 0% 2% 0%
c1cce(-c2ne3cecce3[nH]2)cet 140 Yes 0% 1% 212 1.20 0.54 0.24 13% 54% 13% 10% 0% 1% 4% 4% 1% 0%
clcesct 113 No 24% 0% 2.08 1.24 0.54 0.20 19% 38% 12% 27% 0% 0% 1% 4% 0% 0%
c1cee(-c2ccc3ccece3n2)cct 146 Yes 4% 14% 2.08 1.24 0.66 0.29 43% 16% 8% 0% 25% 1% 1% 0% 5% 0%
c1ccc(CCOc2cccec2)cct 196 No 2% 0% 2.07 1.25 2.32 0.34 31% 8% 0% 4% 16% 0% 2% 0% 0% 39%
clcc2cceec2s 1 240 Yes 3% 1% 2.00 1.32 0.72 0.32 7% 57% 18% 7% 0% 3% 0% 3% 4% 0%
clcccect 11048 No 17% 1% 1.96 1.36 0.68 0.23 17% 52% 1% 22% 2% 0% 3% 2% 1% 0%
c1ccc(CCc2ccecc2)cet 160 No 3% 0% 1.93 1.39 1.64 0.29 24% 1% 1% 7% 54% 0% 1% 5% 1% 0%
c1cec(-c2cence2)cet 121 No 4% 0% 1.82 1.50 0.43 0.34 48% 21% 5% 24% 0% 0% 0% 0% 2% 0%
0=S(=0)(Nc1cceec)ciceecet 817 No 2% 0% 1.80 1.52 1.24 0.05 9% 48% 0% 16% 27% 0% 0% 0% 0% 0%
c1ccc(CCNCc2cecee2)cct 169 No 0% 20% 1.80 1.52 0.42 0.41 46% 34% 14% 0% 0% 0% 0% 1% 4% 2%
clccc2c(c1)CCN2 143 Yes 20% 1% 1.75 1.57 0.58 0.47 40% 33% 0% 22% 0% 0% 0% 5% 0% 0%
c1ccc(CCCCe2cccec2)cct 135 No 1% 0% 1.74 1.58 1.48 0.40 10% 46% 0% 1% 37% 5% 0% 0% 1% 0%
c1ccc(Ne2neee(-c3cecee3)n2)cct 163 No 1% 0% 1.73 1.59 0.81 0.51 13% 54% 21% 0% 0% 10% 0% 0% 1% 0%
0O=C(c1ccecet)ctcceeet 115 No 4% 2% 1.71 1.61 1.06 0.16 7% 61% 0% 22% 2% 0% 1% 3% 4% 0%
0O=C(NCc1ccecect)ciceoeet 190 No 4% 1% 1.71 1.61 1.96 0.04 2% 30% 6% 7% 54% 0% 0% 0% 2% 0%
clesc(-c2cecce2)ct 182 No 2% 0% 1.70 1.62 1.36 0.19 0% 21% 27% 48% 3% 0% 0% 0% 1% 0%
c1nc2cccec2[nH]1 344 No 8% 0% 1.70 1.62 0.81 0.39 9% 59% 21% 8% 1% 0% 1% 0% 0% 0%
c1cee(-c2ccc3ccece3c2)cct 265 Yes 3% 0% 1.70 1.62 1.54 0.42 30% 15% 3% 1% 50% 0% 0% 1% 0% 0%
cl1ccc(C2C=CNC=C2)cc1 187 Yes 9% 0% 1.68 1.64 273 0.24 3% 10% 4% 0% 25% 0% 58% 0% 1% 0%
0O=C(/C=C/c1cccect)Neiceeeet 186 No 0% 2% 1.68 1.64 1.37 0.04 5% 36% 0% 49% 1% 1% 8% 0% 0% 1%
C(=C(c1cceect)ciceceet)cleceect 225 No 8% 2% 1.67 1.65 2.07 0.81 8% 29% 0% 0% 55% 0% 1% 3% 0% 3%
clccc2c(c1)CCC2 247 No 5% 2% 1.62 1.70 0.85 0.55 18% 64% 3% 5% 9% 0% 0% 1% 0% 0%
0=S(=0)(NCCc1ccecet)ctcecect 195 No 3% 0% 1.60 1.72 1.31 0.24 7% 63% 0% 6% 19% 0% 0% 0% 6% 0%
c1ccccet 118 No 25% 0% 1.59 173 0.82 0.12 25% 46% 0% 28% 0% 0% 1% 0% 0% 0%
clccc(C2CC2)cct 329 No 0% 0% 1.56 1.76 1.02 0.85 59% 11% 0% 0% 3% 0% 0% 26% 0% 1%
c1cceecet 277 No 45% 0% 1.54 1.78 1.17 0.05 9% 53% 0% 35% 1% 0% 0% 0% 1% 1%
c1cee(-c2nn(C3CCCC3)c3nencc23)cct 135 No 0% 0% 1.54 1.78 1.47 0.18 0% 33% 44% 0% 0% 23% 0% 0% 0% 0%
c1cce(-c2cencn2)cct 160 No 1% 0% 1.54 1.78 1.52 0.73 2% 37% 1% 53% 0% 0% 4% 0% 3% 0%
c1cec2c(c1)Celcceect-2 172 Yes 0% 0% 1.53 1.79 0.69 0.15 46% 7% 44% 2% 0% 0% 1% 0% 1% 0%
C(=Clc1cececet)\c1cceoct 232 No 1% 2% 1.52 1.80 1.53 0.65 1% 68% 1% 2% 16% 0% 1% 0% 10% 0%
c1ccc(Ne2neeen2)cct 426 No 0% 0% 1.51 1.81 1.10 0.17 13% 24% 59% 0% 0% 4% 0% 0% 0% 0%
c1cec(Nc2eenc3ceece32)cet 367 Yes 0% 0% 1.50 1.82 2.06 0.22 1% 5%  43% 0% 0% 47% 0% 0% 3% 0%
c1cec(Sc2cccce2)cct 308 No 3% 0% 1.50 1.82 2.83 0.60 6% 7% 1% 6% 6% 0% 0% 73% 1% 0%
c1cc2ccecc2[nH]1 1907 Yes 6% 0% 1.49 1.83 0.54 0.34 69% 11% 0% 13% 0% 0% 2% 5% 0% 0%
c1ccc(C2NCCe3ccece32)cet 123 Yes 1% 4% 1.48 1.84 1.00 0.42 12% 67% 13% 0% 3% 0% 0% 0% 4% 0%
O=c1cc(-c2cceec2)oc2cceec12 505 Yes 16% 0% 1.48 1.84 1.35 0.22 4% 75% 3% 1% 5% 3% 0% 0% 4% 5%
0O=C(Nc1ccec(Ne2ncee(-c3ccene3)n2)ct)cice 148 No 0% 0% 1.47 1.85 1.95 0.07 1% 7%  50% 0% 0% 41% 0% 1% 1% 0%
c1cec(CC2CCCCC2)cet 215 No 0% 0% 1.46 1.86 1.72 0.50 42% 10% 0% 0% 0% 0% 0% 47% 0% 1%
O=c1ccc2ececc201 228 Yes 5% 0% 1.46 1.86 1.06 0.25 5% 67% 19% 6% 3% 0% 0% 0% 0% 0%
Cc1CC1 193 No 18% 1% 1.43 1.89 1.15 0.01 46% 2% 0% 45% 0% 0% 7% 0% 0% 0%
O=c1c2ccccc2oce1-c1cceect 128 Yes 13% 1% 1.42 1.90 2.20 0.47 0% 43% 0% 0% 48% 4% 0% 0% 5% 0%
c1ccc(Nc2cenen2)cct 186 No 1% 1% 1.42 1.90 1.20 0.32 3% 70% 16% 0% 6% 3% 0% 0% 2% 0%
clcencet 416 No 7% 0% 1.41 1.91 0.95 0.45 14% 71% 5% 8% 2% 0% 0% 0% 0% 0%
0=C(Cc1cccec1)NCelceceet 188 No 0% 1% 1.41 1.91 2.30 0.09 20% 20% 0% 1% 0% 0% 60% 0% 0% 0%
0O=C(Nc1cccec1)N1CCN(c2cceen2)CC1 141 No 0% 0% 1.40 1.92 248 0.21 21% 12% 0% 0% 0% 0% 64% 0% 3% 0%
c1ccc(Nc2eccec2)cct 482 No 3% 0% 1.40 1.92 1.04 0.31 15% 70% 9% 0% 0% 0% 0% 2% 5% 0%
c1cec(-c2n[nH]e3nence32)cet 466 No 0% 0% 1.39 1.93 1.51 0.46 0% 29% 58% 0% 0% 13% 0% 0% 0% 0%
0O=C(NCCc1cceccet)ctceceet 206 No 18% 1% 1.39 1.93 1.27 0.11 5% 68% 0% 21% 0% 0% 4% 0% 0% 0%
clcn(-c2cccec2)c2cecect2 135 Yes 1% 0% 1.38 1.94 0.81 0.33 35% 58% 0% 1% 4% 0% 2% 0% 0% 0%
c1ccc(CCN2CCC(Ce3cceee3)CC2)cet 114 No 0% 0% 1.36 1.96 1.17 0.80 69% 5% 0% 0% 0% 0% 18% 1% 0% 7%
c1c2ccccc2[nH]e1-c1n[nH]c2nencc12 121 Yes 0% 0% 1.35 1.97 1.78 0.02 0% 15% 60% 0% 0% 25% 0% 0% 0% 0%
c1ccc(CNe2nenc3ccece32)cct 187 No 0% 2% 1.34 1.98 1.68 0.25 1% 14% 67% 0% 0% 17% 0% 0% 1% 0%
c1cc2c(nenc2Nc2cecec2)s 208 No 1% 0% 1.32 2.00 1.54 0.22 0% 30% 59% 0% 0% 1% 0% 0% 0% 0%

0O=C(NCCc1ccece1)Neteceeet 112 No 9% 0% 1.31 2.01 1.83 0.13 6% 55% 0% 0% 38% 0% 1% 0% 0% 0%
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0=C(CCclcoccet)NCC(=0)NCC(=0)NCC(=C 141 Yes 0% 2% 000 332 1.44 0.00 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%

c1ccc(CN2CCC(CCNCe3ccc(-c4cceccd)ce3)C 139 Yes 0% 0% 0.00 3.32 1.44 0.26 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(CSc1ncce(=0)[nH]1)c1ccecet 139 No 0% 0% 0.00 3.32 2.34 0.54 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%
0O=C1c2cceccc2C[C@Q@H]2CNCCN12 138 No 0% 0% 0.00 3.32 1.44 0.73 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(CCc1cccecc1)NCC(=O)NCC(=O)N[C@@ 138 Yes 0% 0% 0.00 3.32 1.44 0.00 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
c1coc(-c2ncnc3c2nnn3Cc2cccec2)ct 137 No 0% 0% 0.00 3.32 1.44 0.49 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
c1cc(-c2cee(-c3ccece3)cc2)not 137 Yes 0% 0% 0.00 3.32 3.35 0.00 0% 0% 0% 100% 0% 0% 0% 0% 0% 0%
0O=C(CNC(=0)c1ccee(-c2cccec2)n1)N1CCNC 136 No 1% 0% 0.00 3.32 1.44 0.00 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
c1cec(C2(Ne3nceen3)CC2)cct 136 No 0% 0% 0.00 3.32 2.34 0.01 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%
c1cce2c(c1)CCIC@H]INCCIC@@H]21 133 No 3% 0% 000 332 1.44 0.74 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(CCc1c[nH]en1)N[C@@H](Cc1cceect)C 133 Yes 0% 0% 0.00 3.32 1.44 0.00 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
c1n[nH]cc1-c1cccc2e1-c1cceecc1C2 131 Yes 0% 0% 0.00 3.32 2.86 0.09 0% 0% 100% 0% 0% 0% 0% 0% 0% 0%
0=8(=0)(c1cccec)c1ccc2oc3c(c2¢1)CNCC3 131 Yes 1% 0% 0.00 3.32 1.44 0.43 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
c1sc2nenc(N3CCC(NCCCOc4cccced)CC3)c2 131 No 0% 0% 0.00 3.32 1.44 0.69 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C10CC(c2ccecc2)=C1ctcceect 131 No 1% 1% 0.00 3.32 2.34 0.71 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%
c1cce(NCC2CCce3nence3C2)cet 131 No 0% 14% 0.00 3.32 234 0.58 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%
c1cc2c(nenc2N[C@@H]2CCCNC2)[nH]1 130 No 0% 0% 0.00 3.32 2.86 0.33 0% 0% 100% 0% 0% 0% 0% 0% 0% 0%
c1ccc(Nec2nenc3ccc(-c4cceccd)ce32)cct 130 Yes 0% 0% 0.00 3.32 2.86 0.55 0% 0%  100% 0% 0% 0% 0% 0% 0% 0%
0O=C(Nc1cce(Oc2ccenc2)nc1)N1CCe2cccec2 130 Yes 0% 0% 0.00 3.32 1.44 0.42 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
c1ccc(CN2CCC(CCOC(c3cccee3)c3eceec3)C 130 No 0% 0% 0.00 3.32 4.82 0.59 0% 0% 0% 0% 0% 0% 0% 100% 0% 0%
0O=C(CCCN1CCN(c2cceecc2)CC1)NCelnc2ee 129 Yes 0% 2% 0.00 3.32 1.44 0.16 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C1CCCC(=0)NCC(=0)N[C@H](Cc2ccece: 129 Yes 1% 0% 000 332 1.44 0.00 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C10C(c2ccecc2)CCN1Cc1cec(-c2cceee2) 129 Yes 0% 0% 0.00 3.32 2.34 0.69 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%
cleec([C@@H]2C[C@HI3CCIC@@H](C2)NE 129 No 0% 0% 0.00 3.32 4.82 0.07 0% 0% 0% 0% 0% 0% 0% 100% 0% 0%
c1c(-c2ccecec2)nnn1[C@H]1CCCCO1 128 No 0% 0% 0.00 3.32 234 0.00 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%
0O=C(Nc1ccec(C2N=CO[C@@H]3C[C@@H]: 128 No 0% 0% 0.00 3.32 3.35 0.01 0% 0% 0% 100% 0% 0% 0% 0% 0% 0%
0O=C(CNS(=0)(=0)c1ccccc1)NC1=NN=C(c2c 128 No 0% 0% 0.00 3.32 3.35 0.00 0% 0% 0% 100% 0% 0% 0% 0% 0% 0%
0=8(=0)(c1cccec1)N1CCSCC1 127 No 0% 0% 0.00 3.32 3.35 0.04 0% 0% 0% 100% 0% 0% 0% 0% 0% 0%
C=C(c1ccecet)c1cec2e(c1)CCCC2 127 No 0% 0% 0.00 3.32 4.56 0.43 0% 0% 0% 0% 100% 0% 0% 0% 0% 0%
0O=C1c2cceccc2[C@@H]2CNCCN12 126 No 0% 0% 0.00 3.32 1.44 0.42 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
c1cc(-c2cccec20Cc2cccec2)n(-c2ccece2)ct 126 No 0% 97% 0.00 3.32 1.44 0.31 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0O=C(NN1c2ccccc2N=C(N2CCNCC2)c2cccce 126 No 0% 0% 0.00 3.32 1.44 0.11 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
c1nc2cc(-c3ncecen3)cen2c1-c1cceeet 126 No 0% 0% 0.00 3.32 4.27 0.30 0% 0% 0% 0% 0% 100% 0% 0% 0% 0%
0=C(CCclcceect)N[C@H]1CSSCCNC(=0)C 125 Yes 100% 0% 000 332 1.44 0.00 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
c1cec(O[C@@H]2CCN(c3cenen3)C2)cet 125 No 0% 0% 0.00 3.32 2.34 0.95 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%
O=c1[nH]enc2ccc(CNe3cceee3)cc21 125 No 2% 0% 0.00 3.32 2.34 0.00 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%
clece(Ce2ceec([C@HI3CCCCO3)c2)cct 125 No 1% 0% 000 332 4.82 0.05 0% 0% 0% 0% 0% 0% 0% 100% 0% 0%
0=S(=0)(Nc1ccecent)ctcec(Oc2ccece2)cct 125 No 0% 0% 0.00 3.32 4.82 0.50 0% 0% 0% 0% 0% 0% 0% 100% 0% 0%
c1cee(-c2ccc(NCe3ccecee3-c3ceenc3)cc2)ccl 124 Yes 0% 0% 0.00 3.32 1.44 0.78 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(COc1cec(-c2ne3e([nH]2)[nH]c(=0)[nH]c: 124 Yes 0% 0% 000 332 1.44 0.04 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(C(=0O)c1ccecet)ctcecect 124 No 2% 100% 0.00 3.32 2.34 0.06 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%
N=C(CCN1CCN(c2cccen2)CC1)ciccecet 123 No 0% 0% 0.00 3.32 1.44 0.09 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(Nc1ccecet)N[C@@H]1N=C(c2cceec2)c 123 Yes 0% 0% 000 332 1.44 0.19 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=S(=0)(Nc1ccc(CCNCCCOc2cccec2)cct)c” 122 No 2% 0% 0.00 3.32 1.44 0.02 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(CCc1ccccc1)NCC(=O)NCC(=O)NCC(=C 122 Yes 0% 0% 0.00 3.32 1.44 0.00 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(NCCCN1CCC(c2cceec2)CC1)NIC(=0) 121 Yes 0% 0% 000 332 1.44 0.00 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(CCc1ccecct)N[C@@H]1CSSCCNC(=0 121 No 100% 0% 0.00 3.32 1.44 0.00 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(Nc1cce(C(=0)N2Cc3ccen3Ce3cccee32) 120 No 0% 0% 0.00 3.32 1.44 0.53 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(CCclccecet)N1Ce2ccecc2C[C@H]1C(= 120 Yes 3% 0% 000 332 1.44 0.00 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0O=C(NCCC1CCCCC1)N1CCC[C@@H](Cc2¢ 120 No 0% 0% 0.00 3.32 3.35 0.04 0% 0% 0% 100% 0% 0% 0% 0% 0% 0%
clcc2c(cc1C1CC1)CCCC2 120 No 0% 0% 0.00 3.32 4.56 0.28 0% 0% 0% 0% 100% 0% 0% 0% 0% 0%
clcee([C@@H]2CCe3ccece32)cct 120 No 0% 0% 0.00 3.32 4.82 0.68 0% 0% 0% 0% 0% 0% 0% 100% 0% 0%
0=C(Nc1cccec1)NCIN=C(c2cccec2)c2eceec: 119 Yes 1% 0% 0.00 3.32 1.44 0.08 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
c1cec(C2C[C@H]3CCIC@H](C2)N3)cct 119 No 0% 0% 0.00 3.32 4.82 0.06 0% 0% 0% 0% 0% 0% 0% 100% 0% 0%
0O=C(NCc1cccec1)Netcc2[nH]nc(-c3cenee3)c 118 No 0% 0% 0.00 3.32 2.86 0.14 0% 0% 100% 0% 0% 0% 0% 0% 0% 0%
c1cec(Ne2nenc3ceence32)cet 118 No 0% 0% 0.00 3.32 4.27 0.62 0% 0% 0% 0% 0% 100% 0% 0% 0% 0%
cloc(-c2ccccc2)nc1CCOc1cec2e(c1)CCC2 118 No 0% 0% 0.00 3.32 4.56 0.39 0% 0% 0% 0% 100% 0% 0% 0% 0% 0%
clcce2c(c1)CC1CC2CCN1CC1CC 117 No 0% 0% 0.00 3.32 1.44 0.50 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C(COc1cccce1)NC1C2CC3CC(C2)CC1C3 117 No 0% 0% 0.00 3.32 2.34 0.06 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%
0O=C(NS(=0)(=0)c1ccc(NCCSc2cccec2)ect)e 117 Yes 0% 0% 0.00 3.32 5.14 0.00 0% 0% 0% 0% 0% 0% 0% 0% 100% 0%
0O=C(Nc1cn[nH]c1N1CCCCCC1)c1csc(-c2ccc 116 No 0% 0% 0.00 3.32 2.86 0.26 0% 0%  100% 0% 0% 0% 0% 0% 0% 0%
0=C(Nc1cc(-c2ccecc2)n(-c2ccece2)n1)[C@H 116 No 0% 0% 0.00 3.32 4.82 0.19 0% 0% 0% 0% 0% 0% 0% 100% 0% 0%
c1cec2e(c1)nH]c1c2CC2[C@H]3Cc4ccecbed 115 Yes 0% 0% 0.00 3.32 1.44 0.06 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0O=C(CCNCc1cccece1)NCeicee2c(c1)OCCCO 115 No 0% 0% 0.00 3.32 1.44 0.20 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%
0=C10C(c2ccecc2)C(Ce2eccec2)=Ciciccc2t 115 No 0% 0% 0.00 3.32 1.44 0.02 100% 0% 0% 0% 0% 0% 0% 0% 0% 0%

0O=C(CCCCCCc1cccect)cinccol 115 No 4% 0% 0.00 3.32 2.34 0.52 0% 100% 0% 0% 0% 0% 0% 0% 0% 0%



C(CCC[C@H]1CC[C@@H]2C1CC[C@@t
C(Cc1cccec1)NCCCelceecet
S=C(NCCCc1ccccc1)NCclcceeet
0O=C(c1ccec(Ne2neeen2)cc1)N1CCOCC
c1nc(-c2cccec2)c(-c2cenc(Oc3ccece3)n2)n1C
c1nc2c(nenc2NCc2ccecc2)n1[C@H]1CCCS1
c1cc2c(c(N3CCN(CCC4CCCCC4)CC3)n1)CC
0=8(=0)(c1cccect)c1ecc2[nH]e3c(c2¢1)C1C
C1=CocccC1
c1cec(CN[C@H]2CC[C@@H](C(c3cccec3)c3
0O=c1c(=0)c(Nc2cecce2)c1NCe1cecot
0=C1CCC(=0O)N[C@@H](Cc2cnc[nH]2)C(=C
clcec([C@H]2C[C@@H](c3ccc4c(c3)OCO4)
0=C1CNC(=0)[C@@H](Cc2c[nH]c3cccee23)
0O=C(CCCc1ccccc1)N1CCn2cnnc2C1
c1ccc(OCCCNCCOc2cccce2)cct
O=c1[nH]c2nc(-c3cnn(Cc4cccced)c3)[nH]c2c(
0=S(=0)(c1sc2nccec2e1-c1cceee)cicceceet
c1[nH]c2cce(-n3cnne3)cc2c1CCCN1CCC(NC
0O=C(CCc1c[nH]cn1)N[C@H](Cc1cccec)C(=t
0O=C(Nc1cccee1)Netceee(-c2cen[nH]2)c1
0O=C(CNC(=0)c1ccccc1)NCCNCe1ccecet
¢1ccc(CCCCOCCCCCCNCCe2ccece2)cct
c1ccc(CNc2enc3nence3c2)cct
0=S(=0)(N[C@H]1CC[C@@H](N2CCN(c3cc
0O=C1Nc2ccenc2Ne2nccec21
c1cec(C[C@H]2CCCCN2)cct
0=C(/C=C/c1cccect )N[C@@]12CCC(=0)[C¢
c1cce(CCNe2nenen2)cct
0O=C(Nc1ccee(C2COCC=N2)c1)c1cceen
c1n[nH]c2ccec(Ne3nenc4cec(-c5cceece5)cc43)
0O=C(NCCc1cce(-c2cccce2)cct)cicce2e(c1)C
0=C(CCc1cccecc1)N1CCCIC@H]1C(=0)N[C¢
(CCCc1ccece1)NCC(=0)Ne1cececet
(Nc1cecce1C1=CCCCC1)cince[nH]1
(NC1CCCCC1)N1CCC(c2enc[nH]2)CC1
(=O)(N[C@@H]1CCc2cc3cceccec3n2C)c
(NC/C=C/CN1CCN(c2cccec2)CC1)cicce
(N[C@@H]1CCC2[C@H]3Cc4ccec5e4[C
(
(

0=
0=

T TR
[eNeXe)

CCc1c[nH]cn1)NCC(=O)NCC(=O)NCC(:
=0)(c1ccc(Oc2cecec2)cc1)C1CCNCC1
(=0)(NCC1CCNCC1)c1cec(-c2cceee2)ce

cc(-c2cce3ncec(NC4CCCCC4)c3c2)cet
(Nc1cneecc1N1CCCCC1)c1ccee(-c2cceee
(Nc1ceeee1)[C@@H]1CCCN1S(=0)(=0)
0=C1CN[C@@)](COc2nccen2)(c2cccece2)c2e
C=C(CCCc1ccecect)CC[C@]12CCC(CCO1)0
0=C1CC(c2cccecec2)N(c2cee(-c3cesc3)cc2)Cl
0=C1c2ccccc2CCe2ec(Ne3ccece3)cec2
c1cec2n(c1)CC(N1CCNCC1)c1cecec1S2
cloc2cccec2c1C1CCN(CCC2CCCCC2)CCt
c1cec(Oc2ccec(-c3cencdcecce43)c2)cc
0O=C(CCc1cccec1)NT1CCN(CCc2ccc3eccec3c
c1en2cecee2n
O=C(NCc1cccect)[C@@H]1CCCN1C(=0)Nc
0O=C(c1cnn(-c2cce3[nH]cnc3c2)c1)c1cc2eece
0O=C(CN1CCCC1)c1ccccet
0O=C(Nc1cee(-c2cccec2)ce)c1cenn1-c1ccece
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